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significantly. In addition to that, the total number of building blocks in the host is much greater than that of the guest molecules and in case of interaction we would only anticipate small peaks shifts: due to the instrumental spectral resolution, a Raman shift smaller than ±3 cm −1 would not be resolved.
The data were fitted with Lorentzian functions (see main text), whose centres and widths are listed below. All the fits did not take into account the mode at 630cm -1 and converged to a R 2 > 0.97. The error for the centre determination was estimated as ± 3 cm -1 . The fit of the spectrum of the unloaded MOF did not converge when 6 Lorentzian peaks were selected. As expected, the fit converged with 5 Lorentzian functions, listed below with numbers 1 -5. Peaks Ti(BH 4 ) 3 molecules can be approximated as cylinders, whose diameter is roughly 7 Å and the length is 2 Å. It is therefore suggested that on average there is more than one Ti(BH 4 ) 3 molecule per UiO-66 pore.
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